MgB,Cy Structure:
A2B2C_0C80_64_efg_efg_df-001

This structure previously used the label(s) A2B2C_0C80_64_efg_efg df. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: |10.1016/j.commatsci.2024.112988.

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: |10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/BJ3W

https://aflow.org/prototype-encyclopedia/A2B2C_oC80-64_efg_efg_df-001

Prototype ByCaMg

AFLOW prototype label A2B2C_oC80_64_efg_efg_df-001
ICSD 79587

CCDC 1639833

Pearson symbol 0C80

Space group number 64

Space group symbol Cmece

AFLOW prototype command  aflow --proto=A2B2C_oC80_64_efg_efg_df-001
—~params=a, b/a7 c/a, T1,Y2,Y3,Y4,24,Y5,25,Y6, 26, L7, Y7, 27, T8, Y], 28
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Base-centered Orthorhombic primitive vectors

a3
Loy
a3 = %a)“( — %bfr
as = %af( + %by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B r1a; + 1 as ar1X (8d) Mg I
B, — (3?1 — %) all— (.’1?1 — %) as + —a (3’51 - %) X+ %Ci (Sd) Mg I
283
B3 —Ti1a —T1ag —axr] X (Sd) Mg I
B4 (acl—l—%) al—i—(xl—i—%) az—&—%ag a(xl—i—%) 5{—1—%02 (8d) Mg I
Bs —(y2— 1) a1+ (y2+5) az + 10X+ by § + tcz (8e) B 1
BG (y2+%) al—(yg—i) a2+%a3 ia}“cfbyger%ci (86) BI
B~ (yg—i—%) al—(yg—%) 32-’-%33 %ai—bygy—i—%cz (8e) BI
Bsg —(y2—2)ar+ (y2+2) as + 3a%+ by § + tez (8e) B1
Tas
By —(ys— %) ar+ (ys+ 1) a2+ lax +bys 9+ Lea (8¢) CI
1as
Bio (y3+i) a1—(y3—i) az-l—%as iafc—byg,jf—i—%ci (8e) CI
Bi1 (yg—f—%) al—(y —%) ag—l—%ag, %aﬁ—bygy—k%ci (86) CI
Bi2 —(ys—3) ar+ (y3+3) ax+ faX+bysy + je (8e) ClI
1as
Bis —ysai +ygas + z4a3 bys v +cza 2 (8f) B II
By (yat+3)ar— (ya—3) a2+ sax —bysy+c(za+3) 2 (8f) BII
(1 3)
B15 *(y4*%) 31+(y4+%) az — %aﬁ+by4§’*0(24*%) (8f) B1I
(24— 3) as
Bis Yaar — Ysag — 24 A3 —bysy —czs 2 (8f) BII
Bi7 —ysa1 +ysaz + z5 a3 bys § + cz5 2 (8f) cII
Bis (ys+3) a1 — (ys — 3) az + tak—bysy+c(as+3)2 (8f) CII
(25 + 1) s
Big —(y5—3) & +1(y5+%) az — 3aX+bysy —c (25— 3) (8f) ch
(25— 3) a3
Bog Ysa] — Y5 ag — 25 as —bys § — cz5 Z (8f) CII
B2 —Y6 a1 + ye a2 + 26 a3 bye § + cz6 Z (8f) Mg II



B2z = (ys+3) a1 — (ys — 3) az + = sax—bysy +c(2+3) 2 (8f) Mg II
(26 +3) as
Bas = —(ys—3) a1+ (ys+3)az— = saXk+bysy —c(26 — 3) 2 (8f) Mg 11
(26— 3) as
B24 = Y6 a1 — Yo A2 — 26 A3 = —bys § — cz6 2 (8f) Mg II
By = (x7 —y7) a1 + (x7 + y7) a2 + = ar7 X +byr ¥ + czr Z (16g) B I
Z7ag
B26 = (—x7+y7+%) a; — = —a (1’7— %) f(—by7y—|—C(Z7+%) Z (].Gg) B III
er b d) et (o1 + 1)
Bar = — (7 +yr—3) a + = —a(r7—5) R+byr§ —c(2r—3) 2 (16g) B III
(—x7+yr+3) a2 — (27 — 3) a3
B2s = (7 +y7) a1 + (z7 —y7) a2 — = ar7X —byry —czr (16g) B III
Zrag
Bay = —(z7—y7)a;—(x7r+y;)ag— = —ar7X—by; ¥ —czr Z (16g) B III
Z7as
Bso = (27 —yr+3) a1 + = a(rr+5) R+byr§ —c(zr—3) 2 (16g) B I
(x7+y7+%) as — (Z7—%) as
Bs1 = (zr4+yr+3) a1 + = a(er+3) XR—byr 9 +c(zr+3) 2 (16g) B III
(x7—y7+%) a2+(z7+%) ag
Bs: = —(z7+y;)a—(xr—y7)as+ = —ax7X+by; ¥ +czr 2 (16g) B III
Z7asg
B3z = (xs —ys) a1 + (xs + ys) a2z + = argX + bys ¥ + czg Z (16g) C 1
zZg as
B3y = (—zs+ys+3) a1 — = —a(rs—5) K —bysy +c(2s+3) 2 (16g) C 11
(st — 1) 2at (s )
Bss = —(xg—i—yg—%) a; + = —a(xg—%)f(—i—bygy—c(zé;—%) Z (16g) C 111
(—xs+ys+3) a2 — (2 — 3) a3
B3 = (s +ys) a1 + (rs — ys) as — = argX — bys y — czg 7 (16g) CIII
Zg ag
Bsr = —(xzs—ys)a;—(xgs+ys)ag— = —axgX —bysy —czz 2 (16g) CIII
Zg as
Bsgs = (zs —ys+3) a1 + = ars+5) K+bysy —c(2s—3) 2 (16g) C I
($8+y8+%) ag — (Zs—%) ag
B3y = (zs+ys+ 1) ar + = a(zs+3) K—bysy +c(2s+3) 2 (16g) CIHI
($8*y8+%) az+(zs+%) ag
B40 = — (.’Eg + yg) a; — (ng — yg) as + = —angc + byg y + czg Z (16g) C III
zZg as
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